The asymmetric unit of the crystal structure contains two molecules featuring planar azulene ring systems (Fig 1) . In the crystallographic b and c directions the structure is stabilized by hydrogen bonding both between the carbonyl oxygen or fluorine atoms and hydrogen atoms of the electronic deficient seven-membered ring (Fig 2) . The crystal structure is characterized by formation of molecular stacks along the crystallographic a-axis (Fig 3) . Due to the inherent dipole character of the azulene ring system, the molecules are arranged in a head-to-tail fashion within the stacks. Each molecule in the asymmetric unit shows two different interactions to its stack neighbors, which leads to four different distances between the centroids Cg1···Cg2 i , d = 3.5413 (12), Cg1···Cg2 ii , d = 3.6847 (12), Cg1A···Cg2A iii , d = 3.5790 (12), Cg1A···Cg2A iv , d = 3.7718 (12). Furthermore, three halogen···halogen contacts were observed: F5···F5 [d = 2.7931 (23) Å, θ 1 = θ 2 = 145.79 (14)°], F3···F6A [d = 2.8820 (17), θ 1 = 124.02 (11), θ 2 = 113.52 (12)] and F6A···F6 [d = 2.9181 (16), θ 1 = 161.89 (11), θ 2 = 156.90 (12)]. Symmetry codes:
There are two molecules in the asymmetric unit of the title compound, C 14 H 6 F 6 O 2 , in which the azulene systems possess an almost planar geometry with maximum deviations of 0.0438 (15) and 0.0396 (14) Å . Besides intra-and intermolecular C-HÁ Á ÁO and C-HÁ Á ÁF interactions, the structure displays three FÁ Á ÁF contacts [2.793 (2), 2.8820 (17) and 2.9181 (16) Å ]. Furthermore, a characteristic azulenestacking is observed with an alternating sequence of electron-rich five-membered rings and electron-deficient seven-membered rings [centroid-centroid distances = 3.5413 (12), 3.6847 (12), 3.5790 (12) and 3.7718 (12) Å ].
Related literature
For the synthesis, see: Mathias & Overberger (1980); Zielinski et al. (2008) . For the crystal structure of the parent azulene, see: Robertson et al. (1962) . For halogen interactions in molecular crystal structures, see: Brammer et al. (2001) ; Metrangolo et al. (2008) .
Experimental
Crystal data C 14 H 6 F 6 O 2 M r = 320.19 Triclinic, P1 a = 7.1634 (2) Å b = 10.8681 (4) Å c = 16.3286 (5) Å = 81.544 (2) = 83.310 (2) = 80.009 (2) V = 1232.92 (7) Å 3 Z = 4 Mo K radiation = 0.18 mm À1 T = 100 K 0.40 Â 0.14 Â 0.07 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2007) T min = 0.933, T max = 0.988 20089 measured reflections 5321 independent reflections 3680 reflections with I > 2(I) R int = 0.031 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.106 S = 1.02 5321 reflections 397 parameters H-atom parameters constrained Á max = 0.25 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.2168 (2) 0.64770 (12) 0.30613 (7) 0.0412 (3) F3 0.09017 (18) 0.61716 (11) 0.19949 (7) 0.0321 (3) Atomic displacement parameters (Å 2 )
0.0358 (7) 0.0393 (8) 0.0377 (7) 0.0061 (6) −0.0025 (6) 0.0019 (6) F2 0.0649 (9) 0.0404 (8) 0.0172 (6) −0.0087 (7) −0.0069 (6) 0.0030 (5) F3 0.0401 (7) 0.0298 (7) 0.0280 (7) −0.0146 (6) −0.0019 (5) 0.0006 (5) F4 0.0390 (7) 0.0265 (7) 0.0354 (7) 0.0019 (6) −0.0017 (6) −0.0048 (5) F5 0.0405 (8) 0.0299 (7) 0.0340 (7) −0.0169 (6) 0.0104 (6) −0.0059 (5) F6 0.0578 (9) 0.0325 (7) 0.0242 (7) −0.0138 (6) 0.0020 (6) −0.0121 (5) O1 0.0591 (11) 0.0384 (9) 0.0216 (8) −0.0204 (8) −0.0042 (7) −0.0064 (7) O2 0.0502 (10) 0.0284 (8) 0.0186 (8) −0.0108 (7) −0.0062 (7) −0.0003 (6) C1 0.0179 (9) 0.0263 (11) 0.0178 (10) −0.0050 (8) −0.0018 (7) −0.0034 (8) C2 0.0168 (9) 0.0215 (10) 0.0199 (10) −0.0039 (8) −0.0011 (7) −0.0015 (8) C3 0.0172 (9) 0.0225 (10) 0.0182 (9) −0.0039 (8) −0.0009 (7) −0.0033 (7) C4 0.0131 (9) 0.0228 (10) 0.0205 (10) −0.0030 (7) −0.0013 (7 (5) F3A 0.0363 (7) 0.0295 (7) 0.0293 (7) −0.0159 (5) −0.0057 (5) 0.0010 (5) F4A 0.0389 (7) 0.0231 (7) 0.0484 (8) −0.0008 (6) −0.0043 (6) −0.0048 (6) F5A 0.0330 (7) 0.0371 (8) 0.0383 (7) −0.0175 (6) 0.0070 (5) −0.0142 (6) F6A 0.0581 (9) 0.0388 (8) 0.0341 (7) −0.0221 (7) 0.0097 (6) −0.0217 (6) O1A 0.0429 (9) 0.0332 (9) 0.0212 (7) −0.0150 (7) 0.0010 (6) −0.0065 (6) O2A 0.0481 (10) 0.0293 (8) 0.0194 (8) −0.0081 (7) −0.0021 (7) −0.0043 (6) C1A 0.0158 (9) 0.0224 (10) 0.0180 (9) −0.0038 (8) −0.0034 (7) −0.0027 (7) C2A 0.0156 (9) 0.0191 (10) 0.0229 (10) −0.0030 (7) −0.0038 (7) −0.0001 (8) C3A
0.0167 (9) 0.0219 (10) 0.0184 (9) −0.0039 (8) −0.0022 (7) −0.0043 (8) C4A
0.0130 (9) 0.0209 (10) 0.0181 (9) −0.0014 (7) −0.0034 (7) −0.0011 (7) C5A 0.0177 (9) 0.0245 (11) 0.0185 (9) −0.0017 (8) −0.0023 (7) −0.0042 (8) C6A 0.0190 (10) 0.0247 (11) 0.0204 ( 0.0150 (9) 0.0266 (11) 0.0195 (10) −0.0018 (8) −0.0036 (7) −0.0043 (8) C10A 0.0118 (9) 0.0220 (10) 0.0186 (9) −0.0025 (7) −0.0021 (7) −0.0026 (7) C11A 0.0186 (10) 0.0297 (11) 0.0193 (10) −0.0082 (8) −0.0026 (7) −0.0024 (8) C12A 0.0286 (11) 0.0308 (12) 0.0179 (10) −0.0098 (9) −0.0031 (8) 0.0004 (8) 
